S2
Table S1. The crystal data and structure refinement for Rb3Na(H2C3N3O3)4·3H2O Table S2 . The final Atomic coordinates (10 4 ) and equivalent isotropic displacement parameters (Å 2  10 3 ) for Rb3Na(H2C3N3O3)4·3H2O, Ueq is defined as one-third of the trace of the orthogonalized Uij tensor, and the Bond Valence Sum for each atom in asymmetric unit. (14) 23 (1) C(1) 3154 (6) 321 (13) -801 (8) 25 (2) 3.860 C (2) 3141 (6) 4941 (12) 2620 (9) 26 (2) 3.807 C (3) 1843 (5) 4679 (12) 3574 (7) 20 (2) 3.956 C (4) 1848 (6) -391 (12) 159 (8) 21 (2) 4.009 C(5) 3163 (5) -74 (11) 1221 (8) 20 (2) 3.985 C(6) 3159 (6) 5261 (12) 4529(7) 19 (2) 3.952 N(1) 3591 (5) 219 (9) 232 (6) 26 (2) 2.588 N(2) 2337(4) -37(10) -793 (6) 25 (2) 3.376 N (3) 2292 (4) 4668 (9) 2613 (7) 23 (2) (2) 3.499(7) Rb(2)-N(1)#6
3.180 (7) O (5) 2.498(6) O(9)-Na(1)#13 2.251(9) Na(1)-O(6)#6 2.738 (7) O(9)-Rb(1)#8 3.639(7) Na(1B)-O(9)#14 1.332(17) Na(1B)-O(6)#6 2.749(10) Na(1B)-O(5)#15 2.940(12) Na(1B)-O(5)#4 2.940(12) N(1)-C(5) 1.361(11) N(1)-C(1) 1.399(11) N(2)-C(1) 1.331(11) N(2)-C(4) 1.382(11) N(3)-C(3) 1.336(11) N(3)-C(2) 1.373(11) N(4)-C(4) 1.380(11) N(4)-C(5) 1.385(11) N(5)-C(6) 1.274(11) N(5)-C(2) 1.328(12) N(6)-C(3) 1.332 (11) Symmetry transformations used to generate equivalent atoms: #1 x,y+1,z #2 -x+1/2,-y+1,z+1/2 #3 -x+1/2,-y,z+1/2 #4 -x+1/2,-y+1,z-1/2 #5 -x+1/2,-y,z-1/2 #6 -x+1,y,z #7 x+1/2,-y,z+1/2 #8 x,y-1,z #9 -x+1,y-1,z #10 x+1/2,-y,z-1/2 #11 x+1/2,-y+1,z+1/2 #12 x,y+1,z+1 #13 x,y,z+1 #14 x,y,z-1 #15 x+1/2,-y+1,z-1/2 #16 x,y-1,z-1 S8   Table S4 . The bond population of Rb3Na(H2C3N3O3)4·3H2O 
